THEOCHEM, VOLUME 50 (1988) 


(Journal of Molecular Structure, Vol. 181) 





411 





AUTHOR INDEX 


Aggarwal, A.K. 389 
Alemany, P. 345 
Ayed,O. 325 


Bertoti,I. 335 
Brianso, M.C. 377 


Catalan,J. 61 
Chandra, A.K. 255 
Csizmadia,I.G. 267,315 


Daudel, R. 237 
De Paz, J.L.G. 61 


Eckert, M. 141 
Elguero,J. 61 
Ewbank,J.D. 169 


Foces-Foces,C. 61 
Friedemann,R. 401 


Gimarc,B.M. 111 
Glukhovtsev, M.N. 93 
Grinberg, H. 251 
Gritsan, N.P. 285 


Hadzi,D. 71 

Harb, V. 71 

Hardy, J.R. 353 
Hernandez Cano,F. 61 
Hodoséek, M. 71 


Ji,D. 305 


Kamiya, M. 25 
Kapuy,E. 237 
Karo,A.M. 353 
Klimkowski, V.J. 169 
Kozmutza,C. 237 
Kubbinga,H.H. 205 
Kulp,S. 169 
Kutzelnigg, W. 33 


Lefcourt, M.A. 315 
Li, J.-Q. 185 
Liu, R.-Z. 55 


Manceron,L. 325 
Maouche, B. 377 
Maouche, Y. 377 
Marafion, J. 251 
Martin, P.S. 267 
Mayer,I. 335 
Meier,R.J. 81 
Merritt,C.L. 315 
Mestechkin, M. 231 
Mink,G. 335 
Minkin, V.I. 93 
Mizoguchi, N. 245 
Mosquera, R.A. 149 


Nagy, P. 361 
Nikolié,S. 111 
Nishimoto, K. 297 


Person, W.B. 325 
Peterson, M.R. 315 
Peyerimhoff,S.D. 179 


Randi¢é,M. 111 


Remko,M. 19 
Révész, M. 335 
Rios,M.A. 149 


Sethre,L.J. 305 
Sannigrahi,A.B. 179 
Schafer, L. 169 
Scheiner,S. 19 
Sharma, K.K. 389 
Siam, K. 169 
Siggel, M.R.F. 305 
Silvi,B. 325 
Simkin, B.Ya. 93 
Slanina,Z. 219 
Szab6, K.J. 1 


Tanaka,H. 297 
Thomas, T.D. 305 
Tokiwa,H. 25 
Trinajsti¢é, N. 111 
Turk,D. 71 
Tylli,H. 11 


Uslar,W. 401 

Van Alsenoy,C. 149, 169 
Vazquez,S. 149 
Vilaseca,E. 345 


Yates, K. 267 
Yu, J.-G. 55 


Zundel,G. 141 








THEOCHEM, VOLUME 50 (1988) 


(Journal of Molecular Structure, Vol. 181) 





SUBJECT INDEX 


Activation, 

ab initio SCF calculations of ?P Mg and Be 

atom activation of methane 315 

carbon monoxide activation by alkali at- 

oms: IR and ab initio results 325 
Annulenes, 

analytical relationship between magnetic 

susceptibilities and resonance energies of 

Mobius (4n)zelectron annulenes 245 

mean 7-electron energy and chemical po- 

tential in annulenes and linear polyenes: a 

statistical interpretation in alternant mo- 

lecular orbital theory 251 
o-Antiaromaticity, 

g-aromaticity and o-antiaromaticity 93 
Aromatic stabilities, 

on the aromatic stabilities of thiophene 

analogues of helicenes_ 111 
o-Aromaticity, 

o-aromaticity and g-antiaromaticity 93 
Asparty] proteinases, 

theoretical investigations of structure and 

enzymatic mechanisms of asparty] protei- 

nases. Part 2. Ab initio calculations on 

some possible initial steps of proteolysis 71 


Benzene derivatives, 
structures of sigma complexes in nitration 
reactions of monosubstituted benzene de- 
rivatives 1 

Bronsted acidities, 
accurate calculation of Brensted acidities 
using low-level ab initio methods 305 


Carbamates, 
ab initio investigation of hydrogen bond- 
ing by carbamates: complexes including N- 
methyl methylcarbamate, N-phenyl 
methylcarbamate, dimethyl ether and 
methyl acetate 19 


Carbon monoxide, 
carbon monoxide activation by alkali at- 
oms: IR and ab initio results 325 
Carbonyl! chromophores, 
optical activities of saturated ketones: 
nonplanarities of carbonyl chromophores 
and chiral perturbational effects of sub- 
stituents 25 
Carbonyl compounds, 
photofragmentation in non-symmetric 
carbonylcompounds 255 
(+ )-Car-2-ene, 
a molecular orbital study of (+ )-car-2-ene: 
fully optimized STO-3G structures 11 
Chemical potential, 
mean 7-electron energy and chemical po- 
tential in annulenes and linear polyenes: a 
statistical interpretation in alternant mo- 
lecular orbital theory 251 
Chiral perturbational effects, 
optical activities of saturated ketones: 
nonplanarities of carbonyl chromophores 
and chiral perturbational effects of sub- 
stituents 25 
Cluster calculations, 
on the use of “pseudo-atoms” in cluster 
calculations for modelling molecular frag- 
ments, solids and surfaces 335 
Conformational analysis, 
ab initio studies of structural features not 
easily amenable to experiment. Part 63. 
Conformational analysis and structural 
study of serine 169 


d-pz bond, 
the multiple centre d-pz bond and its ef- 
fects on the electronic structure of the 
transition metal clusters 185 
1,2-Dichloroethane, 
Monte Carlo simulation of 1,2-dichloro- 
ethane in dilute benzene solution 345 





Dimethy] ether, 
ab initio investigation of hydrogen bond- 
ing by carbamates: complexes including N- 
methyl methylcarbamate, N-phenyl 
methylcarbamate, dimethyl ether and 
methyl acetate 19 


m-Electron energy, 
mean 7-electron energy and chemical po- 
tential in annulenes and linear polyenes: a 
statistical interpretation in alternant mo- 
lecular orbital theory 251 

Energy compensation, 
energy/entropy compensation and com- 
petition in organic reactions: measuring the 
interplay 219 

Energy fluxes, 
molecular dynamics simulations of energy 
fluxes in pulsed molecular systems 353 

Entropy compensation, 
energy/entropy compensation and com- 
petition in organic reactions: measuring the 
interplay 219 

Enzymatic mechanisms, 
theoretical investigations of structure and 
enzymatic mechanisms of asparty]l protei- 
nases. Part 2. Ab initio calculations on 
some possible initial steps of proteolysis 71 


Formamide, 
theoretical study on the reaction mecha- 
nism of excited-state 1,3 hydrogen trans- 
ferin formamide 297 


Hartree-Fock instability threshold, 
potential energy surface near the Hartree- 
Fock instability threshold 231 

HBr, 
ab initio MRD-CI calculations of the 
ground state spectroscopic constants of 
HBr 179 

Helicenes, 
on the aromatic stabilities of thiophene 
analogues of helicenes 111 

Hydrated molecules, 
simple determination of water orientation 
around hydrated molecules 361 

Hydrogen bonding, 
ab initio investigation of hydrogen bond- 
ing by carbamates: complexes including N- 
methyl methylcarbamate, N-phenyl 


413 


methylcarbamate, dimethyl ether and 
methyl acetate 19 

Hydrogen transfer, 
theoretical study on the reaction mecha- 
nism of excited-state 1,3 hydrogen trans- 
ferin formamide 297 


N-Imines, 
a theoretical study of N-oxides (N,NO), 
N-imines (H;NNH) and _ N-ylides 
(H;NCH,) 61 


Ketones, 
optical activities of saturated ketones: 
nonplanarities of carbonyl chromophores 
and chiral perturbational effects of sub- 
stituents 25 


Magnetic susceptibilities, 
analytical relationship between magnetic 
susceptibilites and resonance energies of 
Mobius (4n)z-electronannulenes 245 
Methane, 
ab initio SCF calculations of *P Mg and Be 
atom activation of methane 315 
Methyl acetate, 
ab initio investigation of hydrogen bond- 
ing by carbamates: complexes including N- 
methyl methylcarbamate, N-phenyl 
methylcarbamate, dimethyl ether and 
methyl acetate 19 
Methyl amine, 
a theoretical study of the reaction of nitrile 
oxides with methylamine 389 
N-Methyl methylcarbamate, 
ab initio investigation of hydrogen bond- 
ing by carbamates: complexes including N- 
methyl methylcarbamate, N-phenyl 
methylcarbamate, dimethyl ether and 
methyl acetate 19 
Mobius (4n)z-electron annulenes, 
analytical relationship between magnetic 
susceptibilities and resonance energies of 
Mobius (4n)z-electron annulenes 245 
Molecular dynamics simulations, 
molecular dynamics simulations of energy 
fluxes in pulsed molecular systems 353 
“Molecular” theory, 
the first “molecular” theory (1620): Isaac 
Beeckman (1588-1637) 205 
Monte Carlo simulation, 
Monte Carlo simulation of 1,2-dichloro- 





414 


ethane in dilute benzene solution 345 
MRD-CI calculations, 

ab initio MRD-CI calculations of the 

ground state spectroscopic constants of 

HBr 179 


Nitration reactions, 
structures of sigma complexes in nitration 
reactions of monosubstituted benzene de- 
rivatives 1 

Nitrile oxides, 
a theoretical study of the reaction of nitrile 
oxides with methylamine 389 

Nitriles, 
a theoretical study of adiabatic proton 
transfer to simple substituted nitriles in 
their ground and excited states 267 

Nitrosomethanol, 
a quantum chemical study on the confor- 
mations of nitrosomethanol 55 


Optical activities, 
optical activities of saturated ketones: 
nonplanarities of carbonyl chromophores 
and chiral perturbational effects of sub- 
stituents 25 

N-Oxides, 
a theoretical study of N-oxides (H,NO), 
N-imines (H;3NNH) and_ WN-ylides 
(H;NCH,) 61 

2-R 2-Oxo 1,3,2-dioxaphosphorinans, 
2-R 2-oxo 1,3,2-dioxaphosphorinans. Part 
1. Radiocrystallographic determination of 
the crystal structures and quantum anal- 
ysis of the conformations 277 


N-Pheny] methylcarbamate, 
ab initio investigation of hydrogen bond- 
ing by carbamates: complexes including N- 
methyl methylcarbamate, N-phenyl 
methylcarbamate, dimethyl ether and 
methyl acetate 19 

Photochromic transformations, 
quantum-chemical and experimental in- 
vestigations of photochromic transforma- 
tions in quinone compounds 285 

Photofragmentation, 
photofragmentation in non-symmetric 
carbonylcompounds 255 

Polyethylene, 
core-level XPS-spectra of fluorinated 
polyethylene: an ab initio study 81 


Potential energy surface, 
potential energy surface near the Hartree- 
Fock instability threshold 231 
1,3-Propanediol, 
ab initio-gradient optimized molecular ge- 
ometry and conformational analysis of 1,3- 
propanediol at the 4-21G level 149 
Proteolysis, 
theoretical investigations of structure and 
enzymatic mechanisms of asparty] protei- 
nases. Part 2. Ab initio calculations on 
some possible initial steps of proteolysis 71 
Proton polarizability, 
motion of one excess proton between var- 
ious acceptors: theoretical treatment of the 
proton polarizability of such systems 141 
Proton transfer, 
a theoretical study of adiabatic proton 
transfer to simple substituted nitriles in 
their ground and excited states 267 
“Pseudo-atoms”, 
on the use of “pseudo-atoms” in cluster 
calculations for modelling molecular frag- 
ments, solids and surfaces 335 
Pulsed molecular systems, 
molecular dynamics simulations of energy 
fluxes in pulsed molecular systems 353 


Quantum chemical calculations, 
present and future trends in quantum 
chemical calculations 33 

Quinone compounds, 
quantum-chemical and experimental in- 
vestigations of photochromic transforma- 
tions in quinone compounds 285 


Resonance energies, 
analytical relationship between magnetic 
susceptibilities and resonance energies of 
Mobius (4n) z-electron annulenes 245 


Serine, 
ab initio studies of structural features not 
easily amenable to experiment. Part 63. 
Conformational analysis and structural 
study of serine 169 

Sigma complexes, 
structures of sigma complexes in nitration 
reactions of monosubstituted benzene de- 
rivatives 1 

Spectroscopic constants, 
ab initio MRD-CI calculations of the 





ground state spectroscopic constants of 
HBr 179 

Structural study, 
ab initio studies of structural features not 
easily amenable to experiment. Part 63. 
Conformational analysis and structural 
study of serine 169 


Thiamine pyrophosphate system, 
quantum chemical and molecular mechan- 
ics calculations on the thiamine pyrophos- 
phate system 401 
Thiophene, 
on the aromatic stabilities of thiophene 
analogues of helicenes 111 
Transferability, 
study of transferability of some molecular 
properties 237 


Transition metal clusters, 
the multiple centre d-pz bond and its ef- 
fects on the electronic structure of the 
transition metal clusters 185 


Water orientation, 
simple determination of water orientation 
around hydrated molecules 361 


XPS-spectra, 
core-level XPS-spectra of fluorinated pol- 
yethylene: an ab initio study 81 


N-Ylides, 
a theoretical study of N-oxides (N,NO), 
and N-ylides 


N-imines (H,NNH) 
(H,;NCH,) 61 








